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Three different configurations for the molecule of iso-propyle alcohol were considered3. It had been found that, the experimental results agree with the configuration having a rotating angle 0° between both methyl groups. Therefore, 85 theoretical models, including the previously considered 20 models3, were calculated for this preferable configuration. These theoretical models can be divided into 5 groups. For the first group, the atomic distances C1C2 , C2C3 and C30 are given in table 1.
The other four groups differ from the 1st group only in the atomic distance C30, being 1.43, 1.42, 1.41 and 1.40 Ä respectively. The following atomic distances and angles of valency are kept constant for all the 5 groups. Fortsdir. diem. Forsch. 4, 1 [1963] . 2 F. R o g o w s k i , Z. physik. Chem. 27, 277 [1961] . It has been found that, the value for the C3OH = lOö^ö' is more propable than 102' 4. Therefore, the angle C3OH was taken equal to 105o56/ for all the 85 theoretical models.
Results and Discussion
The theoretical %-values were calculated for each of the above mentioned models. The value of Q 5 was ob tained for each model. These values were found to lie between 100 and 202. The best model with @ = 100 is to be considered. This model has the following values for the atomic distances and angles of valency: C1C2 = 1.56 A, C2C3 = 1.55 Ä, C30 = 1.40 Ä, CH = 1.09 Ä, OH = 0.937 Ä, <£ C1C2C3 = < HCH = 109°28'16", <£ C3OH = 105°56'. The deviation of the value for the angle C3OH from that given by S m y t h 4 may be due to the fact that, the periods which depend on the angle C3OH in the mole cule of iso-propyle alcohol form only 3.9% of the con sidered scattering power of the molecule3. To get a more probable value for the angle C3OH, other mole cules, similar to iso-propyle alcohol must be investi gated; provided that, the periods depending on the angle C3OH in these molecules form a great percentage of the total scattering power.
It is to be noted that the parameters which were kept constant throughout the whole calculations must be varied, in order to obtain more accurate values for the atomic distances and angles of valency.
The calculation of the theoretial models are carried out using the IBM 1620 computor. Our deep thanks are owed to Prof. Dr. S. H a m e d , director of the "Operation Research Centre", and his co-workers for the facilities provided during this work. 
